Solvation, desolvation and hydrogen bonding are key energetic contributors to biopolymer folding, dynamics and molecular recognition; however, no systematic, high-resolution stereochemical database dedicated to the characterization and analysis of hydrogen bonding exists. We have created a hydrogen and hydration database for bio-macromolecules (HHDB; http://hhdb.tokai.jaeri.go.jp) that categorizes all hydrogen atoms and hydration water molecules including hydrogen atoms in proteins. The HHDB includes H-bond data only from direct determination of hydrogen atoms by neutron diffraction, and certain extremely high resolution x-ray diffraction data. The HHDB provides a graphical user interface for the visualization of all hydrogen atom positions in proteins and solvent, and all hydrogen bonding (H-bond) interactions. For example, one type of plot featured in the database places the hydrogen atom positions at the origin and plots the direction of the H-bond donor along the horizontal axis, allowing the user to visualize the distribution of the acceptor atoms, distance and angle. The HHDB provides researchers with a much-needed resource for understanding and analyzing hydrogen-bonding. Since October 2001, the EPSRC national crystallography service in the UK has had a SRS component, run in conjunction with the national crystallographic service based at Southampton University, through the use of station 9.8 at Daresbury laboratory.
Over the course of the past 3.5 years regular monthly visits have taken place, and a total of 385 data collections made, averaging 6 data collections per day of beam time.
This poster reports the many successes of the service, and includes statistics on users and publications benefiting from the service.
The reader will hopefully gain an insight into a service utilizing the most successful small molecule synchrotron beam line in the world. This poster outlines a "pre-print"[1] procedure for the rapid and effective dissemination of structural information "@source", based on the "e-print" concept. An eCrystals record makes available, for assessment and/or re-use, all raw, derived, results and validation data generated during the course of a crystallographic experiment. During the deposition process metadata, comprising bibliographic and chemical identifiers, are associated with a dataset, and key items of data are automatically extracted and displayed on a HTML jumpoff page, which is then offered over the internet by standard Open Archive Initiative (OAI) protocols. The bibliographic, crystallographic and chemical metadata relating to an eCrystals record may be
